1 Overall quality at a glance i ○
The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION
The reported resolution of this entry is 2.80 Å.
Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in the following graphic. The table shows the number of entries on which the scores are based. The table below summarises the geometric issues observed across the polymeric chains and their fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A grey segment represents the fraction of residues that are not modelled. The numeric value for each fraction is indicated below the corresponding segment, with a dot representing fractions <=5% The upper red bar (where present) indicates the fraction of residues that have poor fit to the electron density. The numeric value is given above the bar.
Metric
Note EDS was not executed.
Mol Chain Length Quality of chain

A 387
2 Entry composition i ○ There are 3 unique types of molecules in this entry. The entry contains 3799 atoms, of which 722 are hydrogens and 0 are deuteriums.
In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occupancy, the AltConf column contains the number of residues with at least one atom in alternate conformation and the Trace column contains the number of residues modelled with at most 2 atoms.
• Molecule 1 is a protein called NEURAMINIDASE. Residues are color-coded according to the number of geometric quality criteria for which they contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without any outlier are shown as a green connector. Residues present in the sample, but not in the model, are shown in grey.
Mol Chain Residues
• Molecule 1: NEURAMINIDASE Chain A: T190   C195  G198  N201  N202  A203  I207  W208  Y209  N210  R211  R212  T219  R222  N223  I224  T227  C232  V233  N236  P240  T249  I256  Y257  Y258  F259  K260  W267  E268  P269  L270  H276  S281  G284  E285  R286  A287  E288  W297  Q298  R302  P303  V304  I305   R306  H314  T315  S316  Q317  Y318  V323  L324  T325  D326  N327  P328  R329  V335  N345  N346  N347  N348  G349  V350  D357  G358  V359  N360  T361  W362  L363  G364  R365  E376  P381  L384  D387  K388  Q393  G394  Q395  T396  I397  V398  D402  W403  M411  E416  G417  E418  C419   Y420  R421  Y425  L428  I429  R430  K434  K437  V438  W439  S442  N443  S444  I445  V446  S447  M448  S451  T452  E453  Q457  W458  D459  A464  K465  I466  E467  Y468  F469  L470 4 Data and refinement statistics i ○ Xtriage (Phenix) and EDS were not executed -this section is therefore incomplete. Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a sidechain that are expected to be planar.
Mol Chain #Chirality outliers #Planarity outliers 1 A 0 11
There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
All (11) The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including hydrogen atoms). The all-atom clashscore for this structure is 12.
All (73) There are no symmetry-related clashes.
Torsion angles i ○
Protein backbone i ○
In the following table, the Percentiles column shows the percent Ramachandran outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the backbone conformation was analysed, and the total number of residues. 
Mol Chain
Protein sidechains i ○
In the following table, the Percentiles column shows the percent sidechain outliers of the chain as a percentile score with respect to all X-ray entries followed by that with respect to entries of similar resolution.
The Analysed column shows the number of residues for which the sidechain conformation was analysed, and the total number of residues. 1NNB 5.4 Non-standard residues in protein, DNA, RNA chains i ○
There are no non-standard protein/DNA/RNA residues in this entry.
Carbohydrates i ○
There are no carbohydrates in this entry.
Ligand geometry i ○
Of 2 ligands modelled in this entry, 1 is monoatomic -leaving 1 for Mogul analysis.
In the following table, the Counts columns list the number of bonds (or angles) for which Mogul statistics could be retrieved, the number of bonds (or angles) that are observed in the model and the number of bonds (or angles) that are defined in the Chemical Component Dictionary. The Link column lists molecule types, if any, to which the group is linked. The Z score for a bond length (or angle) is the number of standard deviations the observed value is removed from the expected value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or angles). There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.
No monomer is involved in short contacts.
Other polymers i ○
There are no such residues in this entry.
Polymer linkage issues i ○
There are no chain breaks in this entry.
